LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA U\DATA\VUO11019\

Data File : VU029110.D

Aca On - 10 Jan 2019 11:50

Operator : MD/SY

Sample - K1094-01 :
Misc - 2.70a/5mL/100uL/5.0mL/MSVOA_U/MEOH SR S
ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: RTEINT.P

Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\82U010319W.M

Title - SW846 8260

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total

1 5.447 1296 1329 1369 rVB 3893194 10873566 10.23% 2.653%
2 9.254 2498 2513 2535 rBY 8910159 15253869 14.36% 3.722%
3 9.392 2536 2556 2568 rBV2 42437905 76597037 72.09% 18.690%
4 9.787 2663 2679 2709 rVB 21716897 35583637 33.49% 8.682%
5 10.591 2911 2929 2944 rBV 2801586 4388275 4.13% 1.071%
6 10.691 2944 2960 2977 rVV 17790445 42318127 39.83% 10.326%
7 10.781 2977 2988 3016 rVB 13665406 20457677 19.25% 4.992%
8 10.977 3033 3049 3070 rBV 12446294 19244297 18.11% 4 .696%
9 11.173 3086 3110 3121 rBV3 56931049 106247634 100.00% 25.924%
10 11.430 3175 3190 3199 rBVY 1385238 2144594 2.02% 0.523%
11 11.482 3199 3206 3219 rVB3 742631 1170531 1.10% 0.286%
12 11.578 3221 3236 3247 rBV 16292242 24767773 23.31% 6.043%
13 11.771 3282 3296 3303 rBV3 5609241 10353950 9.75% 2.526%
14 11.810 3303 3308 3317 rVV 5206743 7543616 7.10% 1.841%
15 11.877 3317 3329 3351 rVV3 6787560 13135957 12.36% 3.205%
16 12.057 3372 3385 3399 rVB 1577580 2354779 2.22% 0.575%
17 12.147 3399 3413 3418 rBVY 3009038 4706025 4_.43% 1.148%
18 12.176 3418 3422 3434 rVV 2471580 3360261 3.16% 0.820%
19 12.253 3434 3446 3468 rVV 4085355 6062436 5.71% 1.479%
20 12.649 3551 3569 3577 rBV 977163 1476566 1.39% 0.360%
21 12.700 3577 3585 3602 rVB 1214311 1796251 1.69% 0.438%

Sum of corrected areas: 409836858
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU011019\
VU029110.D

10 Jan 2019 11:50

MD/SY

K1094-01
2.70a/5mL/100uL/5.0mL/MSVOA_U/MEOH

8 Sample Multiplier: 1

Z:\HPCHEM1\MSVOA_U\METHOD\82U010319W .M
SW846 8260

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

CROSSWICKS-DRUM-1
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA U\DATA\VUO11019\

Data File : VU029110.D

Aca On - 10 Jan 2019 11:50

Operator : MD/SY

Sample - K1094-01 :
Misc - 2.70a/5mL/100uL/5.0mL/MSVOA_U/MEOH SR S
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\MSVOA_U\METHOD\82U010319W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Benzene, l-ethyl-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.69 1807.65 ug/Il 42318100 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 2960 (10.691 min): VU029110.D (-2944) (-) m/z 105.10 100.00%
105
5000
120
77 91 a0 1060 1080 1100
39 51 65 10.40 10.60 10.80 11.00
O etk B4 98 L M3 sz 120,15 33.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000 USRS SUNIA SR SRR
120 10.40 10.60 10.80 11.00
. oL m/z 91.10 12.86%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
10.40 10.60 10.80 11.00
5000 m/z 77.05 12.71%
120
15 27 39 5leg s o9
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9410: Benzene, 1,2,4-trimethyl- R e b R
105 10.40 10.60 10.80 11.00

m/z 106.10 9.41%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA U\DATA\VUO11019\

Data File : VU029110.D

Aca On - 10 Jan 2019 11:50

Operator : MD/SY

Sample - K1094-01 :
Misc - 2.70a/5mL/100uL/5.0mL/MSVOA_U/MEOH SR S
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\MSVOA_U\METHOD\82U010319W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Benzene, l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.98 822.03 ug/Il 19244300 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3050 (10.980 min): VU029110.D (-3033) (-) m/z 105.10 100.00%
105
5000
120
77 91 1080 1100 1100
39 51 65 10.60 10.80 11.00 11.20
Ol ol 84 L 98 B L Tz 120.15  31.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000 [ T T T
120 10.60 10.80 11.00 11.20
oL m/z 77.10 12.36%
J_1s 27 3 steges T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
120 10,60 10.80 11.00 11.20
5000 m/z 91.10 12.00%
o 15 27 % 5lsg 65 TNy
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9399: Mesitylene

10.60 10.80 11.00 11.20
m/z 79.10 9.46%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA U\DATA\VUO11019\

Data File : VU029110.D

Aca On - 10 Jan 2019 11:50

Operator : MD/SY

Sample - K1094-01 :
Misc - 2.70a/5mL/100uL/5.0mL/MSVOA_U/MEOH SR S
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\MSVOA_U\METHOD\82U010319W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 p-Cymene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.43 91.61 ug/1 2144590 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 97
2 o-Cvmene 134 C10H14 000527-84-4 97
3 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 95
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 91
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
Abundance Scan 3190 (11.430 min): VU029110.D (-3175) (-) m/z 119.05 100.00%
119
5000
o1 134
39 51 65 77 103 ‘ 11.20 11.40 11.60 11.80
Obrrr e e QLWL 127 L 75713420 29 04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14809: p-Cymene

11.20 11.40 11.60 11.80
134 m/z 91.05 23.21%

5000

91
o 27 34 41 5158 65 77
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
11.20 11.40 11.60 11.80
5000 m/z 117.10 14 .03%
15 27 39 o5 77, OF nK
51 5g 84 103 126

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
1

9 11.20 11.40 11.60 11.80
m/z 120.05 9.94%

5000

134
91

41 51 58 65 77

A

15 27
B o A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA U\DATA\VUO11019\

Data File : VU029110.D

Aca On - 10 Jan 2019 11:50

Operator : MD/SY

Sample - K1094-01 :
Misc - 2.70a/5mL/100uL/5.0mL/MSVOA_U/MEOH SR S
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\MSVOA_U\METHOD\82U010319W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Benzene, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.58 1057.97 ug/Il 24767800 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90

Abundance Scan 3237 (11.581 min): VU029110.D (-3221) (-) m/z 105.10 100.00%

105
5000 120

11.20 11.40 11.60 11.80

7 91
39 Slsg 85 | 84| e8| 11

Ol ot 84 98 Ll ML Tz 120.15  43.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000 | LI INLELL I LI L N L L B B

11.20 11.40 11.60 11.80
m/z 77.10 12.81%

77
15 27 39 515865 ! o

O T T T T e e T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
RSN A SV, -
11.20 11.40 11.60 11.80
5000 120 m/z 119.10 10.03%
28 39 51 77 91
14 58 65 84 | 98
O T e T e T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9399: Mesitylene

11.20 11.40 11.60 11.80
m/z 91.05 9.99%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA U\DATA\VUO11019\

Data File : VU029110.D

Aca On - 10 Jan 2019 11:50

Operator : MD/SY

Sample - K1094-01 :
Misc - 2.70a/5mL/100uL/5.0mL/MSVOA_U/MEOH SR S
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\MSVOA_U\METHOD\82U010319W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.77 442.28 ug/Il 10354000 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 76
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 76
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 76
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 55
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]----. 118 C9H10 1000191-13-7 53
Abundance Scan 3296 (11.771 min): VU029110.D (-3282) (-) m/z 117.10 100.00%
117 0
5000
39 51 63 20 77 84 gf 98175 ‘ | 157134 11.40 11.60 11.80 12.00
e m/z 118.10 53.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8949: Indane

11.40 11.60 11.80 12.00
m/z 115.10 32.97%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117

11.40 11.60 11.80 12.00
5000 o1 m/z 119.10 19.05%

5000

5155 65 49 103

39
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #8964: Benzene, cyclopropyl-

117 11.40 11.60 11.80 12.00
m/z 91.05 18.44%

5000

27 39 515865 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA U\DATA\VUO11019\

Data File : VU029110.D

Aca On - 10 Jan 2019 11:50

Operator : MD/SY

Sample - K1094-01 :
Misc - 2.70a/5mL/100uL/5.0mL/MSVOA_U/MEOH SR S
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\MSVOA_U\METHOD\82U010319W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Benzene, 1l-methyl-3-propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.81 322.23 ug/Il 7543620 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-3-propvl- 134 C10H14 001074-43-7 91
2 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 91
3 Benzene. l1l-methvl-4-propvl- 134 C10H14 001074-55-1 91
4 Benzene. (1l-methvipropvl)- 134 C10H14 000135-98-8 72
5 2-Indanol 134 C9H100 004254-29-9 72
Abundance Scan 3308 (11.810 min): VU029110.D (-3303) (-) m/z 105.10 100.00%
105
5000
- 134
39 65 91 11.40 11.60 11.80 12.00 12.20
o.w.”w.”.“.”b.”?{.w.ﬁ.“.Lm.”uh?ﬁJJ.“H?“?%ﬁJuw.” m/z 134.20  20.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14853: Benzene, 1-methyl-3-propyl-
105
5000
u 11.40 11.60 11.80 12.00 12.20
1 m/z 106.10 14.10%
J 15 21 3 sigges T % ) 19
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
11:40 11.60 11.80 12.00 12.20
5000 m/z 77.10 9.93%
134
o 15 27 39 515565 (7 91 119 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14854: Benzene, 1-methyl-4-propyl-
105 11.40 11.60 11.80 12.00 12.20

m/z 79.10 6.97%

5000

119 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA U\DATA\VUO11019\

Data File : VU029110.D

Aca On - 10 Jan 2019 11:50

Operator : MD/SY

Sample - K1094-01 :
Misc - 2.70a/5mL/100uL/5.0mL/MSVOA_U/MEOH SR S
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\MSVOA_U\METHOD\82U010319W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Benzene, 1l-methyl-4-propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.06 100.59 ug/Il 2354780 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 95
2 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 94
3 Benzene. (l-methvlpropvl)- 134 C10H14 000135-98-8 91
4 Benzene. 1-methvl-3-propvl- 134 C10H14 001074-43-7 90
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 72
Abundance Scan 3386 (12.061 min): VU029110.D (33372) ) m/z 105.10 100.00%
105
5000
134 YA AN AN
77 a1 11.80 12.00 12.20 12.40
39 51 65 115
o.w.”w.”w.”q.”.ﬁ“.“v““.hn“”ﬂhﬁﬁmL,”h,fﬁﬂJm,“. m/z 134.15 22.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000
11.80 12.00 12.20 12.40
. 134 m/z 77.05 10.10%
o5 27 3 516 Y Flog | 115 357
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
11.80 12.00 12.20 12.40
5000 m/z 106.05 9.29%
134
15 27 39 515965 (7 91 119 127

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14848: Benzene, (1-methylpropyl)- EERRES ,./\. N amama m
105 11.80 12.00 12.20 12.40

m/z 91.10 7.88%

5000

91 134
7
15 27 39 5‘1 58 65 L 119

O e T e T e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO011019\
Data File : VU029110.D

Aca On : 10 Jan 2019 11:50

Operator : MD/SY

Sample : K1094-01

Misc : 2.70a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\MSVOA_U\METHOD\82U010319W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.15 201.02 ug/Il 4706030 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 97
2 o-Cvmene 134 C10H14 000527-84-4 95
3 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 3414 (12.151 min): VU029110.D (-3399) (-) m/z 119.10 100.00%
119
5000
134
0 s e 77| o | 127 11.80 12.00 12.20 12.40
A e h ame m/z 134.15 32.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 11.80 12.00 12.20 12.40
m/z 91.05 16.61%
39 77 91 105
e AR S NN 120
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
11.80 12.00 12.20 12.40
5000 m/z 105.10 13.70%
134
91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl- R A A
119 11.80 12.00 12.20 12.40
m/z 120.10 10.03%
5000
91 134
7 105
oLo15 2r B Sleg® || eg | 127 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40

82U010319W.M Fri
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA U\DATA\VUO11019\
Data File : VU029110.D

Aca On - 10 Jan 2019 11:50

Operator : MD/SY

Sample - K1094-01 :
Misc - 2.70a/5mL/100uL/5.0mL/MSVOA_U/MEOH SR S
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\MSVOA_U\METHOD\82U010319W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 o0-Cymene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.18 143.54 ug/Il 3360260 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 94
2 p-Cvmene 134 C10H14 000099-87-6 94
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 91
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91
Abundance Scan 3423 (12.179 min): VU029110.D (-3418) (-) m/z 119.10 100.00%
119
5000
134
91
39 51 65 77 103 11.80 12.00 12.20 12.40
Obrrrprrrrprrrr s ekl 227 L Tm/z 134.20  23.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14810: o-Cymene
119
5000
11.80 12.00 12.20 12.40
39 91 134 m/z 91.10 12.04%
I Sl BB SN I -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
11.80 12.00 12.20 12.40
5000 m/z 120.10 10.25%
o1 134
o 27 344 515865 77 103 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-
119 11.80 12.00 12.20 12.40
m/z 77.10 6.95%
5000
134
91 105
o 15 27 39 515865 TT | " | 197 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA U\DATA\VUO11019\

Data File : VU029110.D

Aca On - 10 Jan 2019 11:50

Operator : MD/SY

Sample - K1094-01 :
Misc - 2.70a/5mL/100uL/5.0mL/MSVOA_U/MEOH SR S
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\MSVOA_U\METHOD\82U010319W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.25 258.96 ug/Il 6062440 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 97
2 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95

Abundance Scan 3445 (12.250 min): VU029110.D (-3434) (-) m/z 119.10 100.00%
119
5000
134
wm.%711%| 007 12.00 12.20 12.40 12.60
O T L e e o R EEE R m/z 134.15 29.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119
5000
134 12.00 12.20 12.40 12.60
m/z 91.10 15.97%
e a0 d e 1o ik o 18 e He
Abundance
119
12.00 12.20 12.40 12.60
5000 m/z 120.10 10.01%
91 134
;5 27 3 51 65 1 105
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-
119 12.00 12.20 12.40 12.60
m/z 105.10 9.05%
5000
134
91 105
15 27 39 51 65 (7 ‘ A .
m/z--> 20 4'0 6|0 80 1(')0 120 14'10 160 180 200 12.00 12.20 12.40 12.60

82U010319W.M Fri Jan 11 17:26:52 2019 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_ U\DATA\VU011019\

Data File : VU029110.D

Acq On - 10 Jan 2019 11:50

Operator : MD/SY

Sample - K1094-01 :
Misc - 2.70g/5mL/100uL/5 .0mL/MSVOA_U/MEOH RO ale Sh
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\MSVOA_U\METHOD\82U010319W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Benzene, l-ethyl-... 10.69 1807.7 ug/l1 42318100 4 11.48 1170530 50.0
Benzene, l-ethyl-_.. 10.98 822.0 ug/l 19244300 4 11.48 1170530 50.0
p-Cymene 11.43 91.6 ug/l 2144590 4 11.48 1170530 50.0
Benzene, 1,2,3-tr... 11.58 1058.0 ug/l1 24767800 4 11.48 1170530 50.0
Indane 11.77 442 .3 ug/l1 10354000 4 11.48 1170530 50.0
Benzene, l-methyl... 11.81 322.2 ug/l 7543620 4 11.48 1170530 50.0
Benzene, l-methyl... 12.06 100.6 ug/l 2354780 4 11.48 1170530 50.0
Benzene, 2-ethyl-_.. 12.15 201.0 ug/l 4706030 4 11.48 1170530 50.0
o-Cymene 12.18 143.5 ug/l 3360260 4 11.48 1170530 50.0
Benzene, l-ethyl-_.. 12.25 259.0 ug/l 6062440 4 11.48 1170530 50.0
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